Section A3
Dealing with the Sumi-Marcus model 8 (i.e. with the Agmond-Hopfield formalism) we have to solve the equation:
where τ is time, q is a solvent coordinate and P(q, τ) is the probability density to find a reactant in initial state.
In eq.1a L is the Smoluchowski operator supplemented by a sink term:
where D refers to the coefficient of diffusion along q, 2 The sink term in eq.2a, ( ) in k q , is written as follows:
where in ν is an effective nuclear frequency factor.
The energy barrier along the intra-molecular degree of freedom,
* a E ∆ , depends on the solvent coordinate q and is defined in the form
a saddle 
and
where q L and q R are assumed q values at the left and right boundaries, respectively.
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Some details of an original computational scheme developed to solve eq.1a can be found in ref 
